Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.052; wR factor = 0.119; data-to-parameter ratio = 12.0.
Hydrogen-bond geometry (Å , ). Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SIR92 (Altomare et al., 1993) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
BN thanks the UGC SAP for financial assistance for the purchase of chemicals. DNS thanks Mangalore University for research facilities. supplementary materials Acta Cryst. (2012) . E68, o1324 [doi:10.1107/S1600536812014262] Pyrazolone, as a prominent structural motif, is found in numerous pharmaceutically active compounds. Due to the easy preparation and rich biological activity, pyrazolone framework plays an essential role and represents an interesting template for combinatorial and medicinal chemistry. Indeed, pyrazolone based derivatives have shown several biological activities such as analgesic, anti-inflammatory, antipyretic, antiarrhythmic, antifungal, muscle relaxing, psychoanaleptic, anticonvulsant, enzyme inhibiting, antidiabetic and antibacterial activities. So, the chemistry of pyrazolone and its derivatives is particularly interesting because of their potential application in medicinal chemistry. Here we present the results of the X-ray structure determination of the title compound, 1.
4-[(4-Benzyloxybenzylidene
Quite recently, the crystal structures of a series of similar compounds, with substituted rings C and D (cf. Fig. 1 ) have been reported, namely, 3-methoxy (C),2,4-dichloro (D) ; 2,4-dichloro (D) ; 3-methoxy (C), 4-nitro (D) (Diao & Chen, 2006) ; 3-methoxy (C), 4-chloro (D) ; 4-chloro (D) (Hu, 2006) ; 3-ethoxy (C),4-chloro (D) ; 3-methoxy (C) (Shi, 2005) , and 3-ethoxy (C) (Jun, 2005) .
Compound 1, without additional substituents on the phenyl rings, might be regarded as the reference molecule. It has almost perfectly coplanar central part, consisting of two rings B and C (pyrazolone and phenyl) and the linking C-N=C -C chain (maximum deviation from the least-squares plane is 0.070 (1) Å). The dihedral angle between the planes of the two rings B and C is only 1.42 (13)°, and is significantly smaller than in the other similar molecules (6.21 (10)° -39.24 (5)°). The overall conformation of the molecule might be described either by the dihedral angle between the planes of terminal phenyl rings (62.71 (6)°) or by the dihedral angles between the central plane and terminal ring planes (50.20 (6)° with ring A, 71.26 (5)° with ring D). These last values are generally consistent with those referred for similar compounds (48.05 (6)° -72.97 (8)° for A, 39.49 (14)° -86.16 (7)° for D).
In the pyrazolone ring, the N atoms of the pyrazole ring have pyramidal environment, sums of the valence angles around them are 353.5° for N1 and 347.3° for N2. The bond lengths pattern within this ring suggests significant delocalization and is also typical for these compounds, in contrast, the bond N41-C42 (1.276 (2) Å) has an obvious double-bond character.
In the crystal structure relatively short and linear C16-H16···O49 i hydrogen bonds join molecules into centrosymmetric dimers; these dimers, in turn, by means of other, still weaker C-H···O contacts expand in two dimensions (Table 1, Fig. 2 ).
Experimental
The mixture of 4-amino-1,5-dimethyl-2-phenyl-1,2-dihydro-3H-pyrazol-3-one (2.03 g, 0.01 mol) and 4-benzyloxybenzaldehyde (2.12 g, 0.01 mol) was refluxed in 30 ml e thanol with two drops of sulfuric acid for 3 h. The crude product obtained was filtered and recrystallized from ethanol. Good quality crystals were obtained by the evaporation of supplementary materials
the solution in DMF (m.p: 438 K).
Refinement
Hydrogen atoms were found in difference Fourier maps and isotropically refined.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011) ; program(s) used to solve structure: SIR92 (Altomare et al., 1993) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) .
Figure 1
The molecular structure of 1 showing the atom labelling scheme and ring labels (cf. Comment). Displacement ellipsoids are drawn at the 50% probability level, hydrogen atoms are depicted as spheres with arbitrary radii.
Figure 2
A portion of the crystal packing viewed along [010] direction; C-H···O hydrogen bonds (cf. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-[(4-Benzyloxybenzylidene)amino]-1,5-dimethyl-2-phenyl-1H-pyrazol-3(2H)-one
R int = 0.018 θ max = 28.3°, θ min = 3.3°h = −25→26 k = −8→8 l = −19→24 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N1 0.77141 (7) 1.0983 ( (7) 0.0027 (7) −0.0011 (7) C12 0.0282 (10) 0.0270 (10) 0.0288 (10) −0.0068 (8) 0.0099 (8) −0.0026 (8) C13
0.0263 (10) 0.0276 (11) 0.0466 (12) −0.0013 (9) 0.0121 (9) −0.0051 (9) C14 0.0260 (10) 0.0271 (11) 0.0423 (11) 0.0014 (9) −0.0040 (9) 0.0022 (9) C15 0.0354 (10) 0.0262 (10) 0.0248 (9) −0.0038 (9) 0.0007 (8) 0.0010 (8) C16 0.0273 (9) 0.0235 (9) 0.0230 (9) −0.0036 (8) 0.0055 (7) −0.0024 (8) N2
0.0257 (8) 0.0187 (8) 0.0274 (8) −0.0009 (6) 0.0028 (6) −0.0006 (6) C21 0.0316 (11) 0.0235 (10) 0.0345 (11) −0.0049 (9) 0.0000 (9) −0.0040 (9) C3 0.0232 (9) 0.0269 (10) 0.0257 (9) −0.0030 (8) 0.0045 (7) 0.0087 (8) C31 0.0297 (11) 0.0307 (12) 0.0442 (13) 0.0013 (9) 0.0059 (9) 0.0048 (10) C4 0.0241 (9) 0.0312 (10) 0.0200 (8) −0.0064 (8) 0.0045 (7) 0.0041 (8) C5 0.0277 (9) 0.0252 (10) 0.0184 (8) −0.0062 (8) 0.0058 (7) 0.0022 (8) O5 0.0351 (7) 0.0317 (8) 0.0270 (7) −0.0036 (6) 0.0053 (6) −0.0081 (6) N41 0.0250 (8) 0.0400 (10) 0.0193 (7) −0.0085 (7) 0.0040 (6) 0.0046 (7) C42 0.0276 (10) 0.0412 (12) 0.0221 (9) −0.0072 (9) 0.0070 (8) 0.0005 (9) C43 0.0239 (9) 0.0498 (13) 0.0199 (8) −0.0091 (9) 0.0073 (7) −0.0022 (9) C44 0.0275 (10) 0.0617 (15) 0.0317 (11) −0.0018 (11) 0.0077 (9) −0.0130 (11) C45 0.0269 (10) 0.0733 (17) 0.0316 (11) −0.0055 (11) 0.0079 (9) −0.0244 (12) C46 0.0208 (9) 0.0693 (15) 0.0210 (9) −0.0081 (10) 0.0062 (7) −0.0108 (10) C47 0.0241 (10) 0.0583 (15) 0.0260 (9) −0.0020 (10) 0.0075 (8 
